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Supplementary Material. Listings of the intermolecular ligand-DNA and ligand-ligand
restraints used to derive the molecular model of the 1:1:1 2-ImN:Dst:DNA complex with
d(GCCTAACAAGG):d(CCTTGTTAGGC) and achieved distances.a




A8 C2H C(19)Hb 2.5-3.7 3.71
A8 C2H NH-4 1.8-3.7 1.98
A8 Cl'H NH-4 2.5-3.7 3.71
A8 Cl'H H3-3 2.5-3.7 3.14
H4-1 G16 Cl'H 2.5-3.7 2.53
H4-1 G16 NH2 H22c 2.5-4.2 4.25
H4-1 G16NH2 H21 1.8-3.7 2.66
G16NH2 H22 H3-3 2.5-3.7 2.58
G16NH2 H21 H3-3 2.5-3.7 2.48
G16NH2 H22 NH-3 2.5-3.7 2.51
G16NH2 H2l NH-3 2.5-3.7 3.15
NH-2 G16NH2 H22 3.7-4.2 3.69
NH-2 G16NH2 H21 2.5-4.2 2.84
C7 Cl'H NH-3 2.5-3.7 2.68
C7 C1 H3-2 2.5-3.7 2.65
NH-2 T17 Cl'H 2.5-3.7 2.68
NH-3 A6 C2H 3.7-4.2 3.68
A6 C2H NH-2 2.5-3.7 2.72
A6 C2H H3-2 2.5-3.7 2.45
A6 Cl'H NH-2 2.5-3.7 2.56
H3-2 A6 C2H 2.5-3.7 2.52
H3-2 T18 Cl'H 2.5-3.7 3.10
NH-3 T18 Cl'H 2.5-3.7 2.49
H3-3 A5 C2H 1.8-2.5 2.50
A5 C2H NH-1 2.5-3.7 2.69
A5 Cl'H NH-1 2.5-3.7 2.50
A5 Cl'H HF 2.5-3.7 2.76
H3-3 A19 Cl'H 2.5-3.7 2.96
NH-4 A19 Cl'H 2.5-3.7 2.80
NH-4 A19C2H 2.5-3.7 2.52
C(19)Hb A19C2H 2.5-4.7 2.48
Ligand-Ligand
C(19)Hb HF 2.5-4.7 3.15
a Derived from H2O NOESY data acquired at 100 msec mixing time.
b C(19)H protons not stereospecifically assigned. Restraints delined to C(19)H pseudo atoms.
cRestraints defined to individual NH2 protons based on initial models derived by defining
restraints to NH2 pseudo atom.
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